A novel methodology for multicomponent drug design and its application in optimizing the combination of active components from Chinese medicinal formula Shenmai.
Traditional Chinese Medicine has become an important resource for searching the effective drug combinations in multicomponent drug designs. In this article, we investigate the methodology on how to efficiently optimize the combination of several active components from traditional Chinese formula. A new method based upon lattice experimental design and multivariate regression was applied to model the quantitative composition-activity relationship (QCAR) in this study. As a result, multi-objective optimization was achieved by Derringer function using extensive search algorithm. This newly proposed QCAR-based strategy for multicomponent drug design was then successfully applied on search optimal combination of three components from Chinese medicinal formula Shenmai. The result validated the effectiveness of the presented method for multicomponent drug design.